and S4. The hkl labels are based on the refined supercell, and the superstructure peaks are indexed in blue. Three planes, (110),
(1-1-1) and (020) that contribute to the three strongest superstructure peaks, are illustrated in the two insets.
Figure S6 | Superstructure evolution from Na5/8MnO2 to Na0.5MnO2. The only full-Na row in Na5/8MnO2 1 evolves to a displaced half-Na row in Na0.5MnO2 (red dashed boxes) upon 1/8 de-intercalation of the total Na composition, while the other three rows of Na ions are at the same positions.
8 Figure S7 | Refinement of Na1/3MnO2 neutron diffraction pattern at room temperature. Same supercell as shown in Table. S3 for Na-1/3 XRD refinement is used.
The refined lattice parameters (inset) are used as reference for simulating lowtemperature magnetic peaks. Table S1 | The SXRD refinement result of Na1/2MnO2 (space group P2/m). Beq. is related to the isotropic thermal parameter. The ion coordinates are only allowed for less than 2% deviation in the refinement from the DFT relaxed input positions. Table S3 | The SXRD refinement result of Na1/3MnO2 (space group C2/m). Beq. is related to the isotropic thermal parameter. The ion coordinates are only allowed for less than 2% deviation in the refinement from the DFT relaxed input positions.
